Introduction
The rhodochrosite (MnC0 3 ) shows complete solid solution with siderite (FeC0 3 ), and it may contain substantial amounts of Zn, Mg, Co, and Ca. The electric charge that accumulates in certain solid materials, such as crystals, certain ceramics, and biological matter such as bone, DNA and various proteins in response to applied mechanical stress, phenomenon called piezoelectricity [1] [2] [3] [4] [5] [6] [7] [8] [9] [10] [11] [12] .
Through an unrestricted Hartree-Fock (UHF) computational simulation, Compact effective potentials (CEP), the infrared spectrum of the protonated rhodochrosite crystal, CH 19 one photography the Rhodochrosite stone, some cut and used with semi-precious jewelry. The lovely rose-pink rock, Rhodochrosite, like its namesake the rose, is soft and fragile, measuring only 3.5 to 4 on the hardness, or Mohs scale. It is found in two forms: the first is a clear, bright pink, rhombohedra, gem quality crystal, which is rare and demands great skill from the cutter. The more common form, which comes from white banded stalactite rocks, is a little harder and is used for semi-precious jewelry [14] . 
Methods

Hartree-Fock Methods
The molecular Hartree-Fock [15] [16] [17] [18] [19] [20] [21] wave function is written as an antisymmetrized product (Slater determinant) of spin-orbitals, each spin-orbital being a product of a spatial orbital i φ and a spin function (either α or β ) [22] [23] [24] [25] [26] [27] [28] [29] [30] [31] .
The expression for the Hartree-Fock molecular electronic energy HF E is given by the variation theorem as 
The Hamiltonian 1 e H ∧ is the same as the Hamiltonian H ∧ for an atom except that
can be used to give
Therefore, the Hartree-Fock energy of a diatomic or polyatomic molecule with only closed shells is
where the one-electron-operator symbol was changed from i
Result
The Figure 3 show on cell structure of a protonated rhodochrosite crystal of structureStoichiometric isCH 19 The absorption peaks are in a Gaussian between the frequencies 1620 cm -1 and 2520 cm -1 , Figure 3 .The largest load variation in the APT and Mulliken methods were obtained in the CEP-121G base set, with δ = 2.922 e δ = 2.650, respectively, being δ APT > δ Mulliken , in all sets of calculated basis, Table 1 . The Figure   1 is one photography the Rhodochrosite stone from China. The Note: ν = Frequency (cm -1 ); I = Normalized Intensity (%).
Conclusion
The absorption peaks are in a Gaussian between the frequencies 1620 cm -1 and 2520 cm -1 .The Mulliken load method presents a better result when compared to the APT, in the studied set basis, 
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